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Experimental details
)ue to sensitivity to air and humidity, the investigated single-:rystal was sealed into a glass capillary under purified argon. Latice parameters were refined from powder diffraction data CuKai, λ = 1.540562 À), using 50 -70 non-overlapping eflections between 18°<20< 80° applying LaBe as internal s tanlard (NIST, a = 4.15692 Â). The formation of a significant homogeneity range was excluded by investigation of two-and singlephase samples. The lattice parameters of BaîSi« of these samples and those reported in [ 1 ] are equal within 3σ of the standard deviation.
Discussion
The crystal structure of BaaSU was first determined by Janzon and Schäfer from Weißenberg film data on single crystals [2, 3] . In Ref. 4 and 5 lattice parameters and atomic positions of Ba2SL* are given on the basis of LDA and GGA calculations. Taking the intrinsic mismatch of structure data obtained from experimental and theoretical methods into account, the following discussion will focus on latest experimental structure determination [3] . 
